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In the title compound, C 16 H 15 N 3 O, the triazole ring makes dihedral angles of 7.08 (2) and 74.53 (3) with the two outer aromatic rings. The crystal packing is stabilized by very short intermolecular C-HÁ Á ÁO hydrogen bonds and weakstacking interactions [centroid-to-centroid distance 3.632 (3) Å ], resulting in the formation of zigzag chains parallel to the b axis.
Related literature
For details of the biological activity of trisubstituted triazolinones, see: Chang et al. (1993 Chang et al. ( , 1994 . For bond-length data, see: Allen et al. (1987) . For details of synthesis, see: Theodoridis (1998 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x À 1 2 ; Ày þ 1 2 ; z À 1 2 .
Data collection: CrystalClear (Rigaku, 2005) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: HG2470). Comment 4-Benzyl-1-p-tolyl-1H-1,2,4-triazol-5(4H)-one is a N-substituted triazolinone. It was reported that trisubstituted triazolinones were employed as nonpeptide angiotensin II receptor antagonists (Chang et al., 1993 (Chang et al., , 1994 . In our effort to further study triazolinone derivatives as novel AII antagonists, the title compound was prepared. Here, we report the crystal structure of it.
4-Benzyl
In title compound, all bond lengths in the molecule are normal (Allen et al., 1987) . The triazole ring N1-N3/C8-C9 makes dihedral angles of 7.08 (2) and 74.53 (3)° with the two phenyl rings (C1-C6, C11-C16). The relatively short distance of 3.632 (3) Å between the centroids of triazole ring N1-N3/C8-C9 and benzene ring C1-C6 [at -1 + x, y, z] indicates the presence of weak π-π interactions, The crystal packing is stabilized by intermolecular C-H···O hydrogen bonds, linking the molecules into zigzag chains parallel to the b axis.
Experimental 1-p-Tolyl-1H-1,2,4-triazol-5(4H)one (1.75 g, 0.01 mol) was dissolved in 30 ml of acetic anhydride, 1.38 g (0.01 mol) potassium carbonate and 0.75 ml (0.01 mol) phenylmethanol were added. The solution was heated to reflux and stirred for 2 h and then cooled to room temperature. 100 ml of water was added and the deposited precipitate filtered. The precipitate was recrystallized with aetone and dried to give 4-benzyl-1-p-tolyl-1H-1,2,4-triazol-5(4H)one as a colorless power (2.40 g, yield 90.5%) (Theodoridis, 1998) . Crystals suitable for X-ray diffraction were obtained through slow evaporation of the solution of the title compound in dichloromethane and ethyl acetate (v/v 1:1).
Refinement
All H atoms were placed in calculated positions, with C-H = 0.93-0.97 Å,, and included in the final cycles of refinement using a riding model, with U iso (H) = 1.2 (1.5 times for methyl) times U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0250 (7) 0.0016 (5) 0.0005 (6) −0.0033 (5) N1 0.0277 (9) 0.0245 (8) 0.0224 (8) 0.0005 (6) 0.0004 (6) 0.0006 (6) N2 0.0443 (10) 0.0300 (9) 0.0235 (9) 0.0029 (8) 0.0013 (7) 0.0019 (7) N3 0.0273 (9) 0.0239 (8) 0.0284 (9) 0.0020 (6) 0.0012 (7) 0.0001 (6) C1 0.0235 (10) 0.0226 (9) 0.0282 (10) −0.0032 (7) 0.0032 (8) 0.0008 (7) (9) 0.0009 (9) C8 0.0244 (10) 0.0217 (9) 0.0258 (10) −0.0045 (7) 0.0002 (7) −0.0009 (7) C9 0.0377 (12) 0.0308 (10) 0.0287 (11) 0.0021 (8) −0.0019 (9) 0.0032 (8) C10 0.0258 (11) 0.0271 (10) 0.0395 (11) 0.0012 (8) 0.0056 (9) 0.0002 (8) C11 0.0265 (10) 0.0251 (9) 0.0292 (10) 0.0033 (7) 0.0088 (8) −0.0008 (7) C12 0.0383 (12) 0.0303 (10) 0.0292 (10) 0.0032 (8) 0.0035 (9) −0.0023 (8) C13 0.0376 (12) 0.0362 (11) 0.0365 (12) −0.0032 (9) 0.0013 (9) −0.0107 (9) C14 0.0443 (13) 0.0280 (10) 0.0421 (13) −0.0082 (9) 0.0151 (10) −0.0037 (9) C15 0.0486 (14) 0.0325 (11) 0.0360 (12) −0.0005 (9) 0.0075 (10) 0.0066 (9) C16 0.0332 (12) 0.0321 (10) 0.0319 (11) 0.0009 (8) −0.0008 (9) 0.0002 (8)
Geometric parameters (Å, °)
O1-C8 1.231 (2) C7-H7A 0.9600 N1-C8 1.382 (2) C7-H7B 0.9600 N1-N2 1.394 (2) C7-H7C 0.9600 N1-C1 1.429 (2) C9-H9 0.9300 N2-C9 1.299 (2) C10-C11 1.515 (2) 
